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(57) Abstract: A method of easily and speedily determining 
what structural change is experienced by a target protein upon 
contact and binding of any arbitrary compound to the target 
protein; a method of selecting and screening a compound for 
use in the method; and a computer program for carrying out 
these methods. In one embodiment, a Saupe order matrix el- 
ement of domain is obtained from atomic coordinates of do- 
main and an axial-direction variation of NMR signal depen- 
dent upon the orientation angle of molecule in magnetic field, 
and the matrix is diagonalized to thereby obtain the orienta- 
tion information on the domain. Using of any change of the 
orientation information as an indicator for structural change 
enables realization of the intended easy and speedy measure- 
ment of structural change of the target protein. 
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